1 -D1 (Asp1) _LB, 2p) _LB, 2p) , Energy(B3LYP/SB)= -2474.047467 1 2 C 1.69473800 0.45973600 1.41959900 H 2.06623100 1.03390500 2.27954100 C 2.69635800 -0.67329400 1.12448000 C 1.51854000 1.41588300 0.22185100 H 3.69056100 -0.25337300 0.94755800 H 2.79431300 -1.29639500 2.02481500 O 0.52167000 1.32406700 -0.51701000 N 2.49074400 2.31344300 0.01791900 H 3.27014700 2.34903900 0.66292200 C 2.49625800 3.22465900 -1.12982100 H 3.45087300 3.75201800 -1.14525500 H 2.37731300 2.65977600 -2.05773600 H 1.68229000 3.95115500 -1.04816900 N 0.35847000 -0.10940600 1.73336500 H 0.45569500 -0.86877300 2.40868900 H -0.25197300 0.59304000 2.15296700 C 2.38615600 -1.62098600 -0.05318700 O 3.30229700 -2.23270200 -0.56979700 O 1.12783900 -1.76840600 -0.41464800 Cu -0.43232700 -0.75205800 -0.07112200 O -0.90225300 -1.60819200 -1.92795600 H -1.65831900 -2.19786400 -2.08277000 H -0.08315500 -2.13726100 -2.03326000 C -3.38608000 -0.57435200 0.75690500 C -4.46253500 0.24676100 0.55602800 C -2.67044900 1.11358300 -0.42455800 H -3.33852000 -1.51112300 1.29280700 H -5.49290300 0.17466400 0.86913300 H -4.53280900 2.09335200 -0.51906800 H -2.04014400 1.78634700 -0.98784600 N -2.27423700 -0.02211000 0.14092800 N -3.98732600 1.30537500 -0.19139200 
